C 9 H11O 3.50 , orthorhombic, Pbcn (no. 60), a = 25.838(2) Å, b = 9.2992(7) Å, c = 7.2476(6) Å, V = 1741.4 Å 3 , Z = 8,
riding model approximation, with U iso (H) set to 1.2Ueq(C). The H atoms of the methyl group were allowed to rotate with a xed angle around the C-C bond to best t the experimental electron density (HFIX 137 in the SHELX program suite [11] ), with U iso (H) set to 1.5Ueq(O). The H atoms of the hydroxyl groups were allowed to rotate with a xed angle around the C-O bond to best t the experimental electron density (HFIX 147 in the SHELX program suite [11] ), with U iso (H) set to 1.5Ueq(O). The H atoms of the water molecule were located on a di erence Fourier map and re ned freely.
Discussion
Chelate ligands have found widespread use in coordination chemistry. Due to the increased stability of coordination compounds they can form in comparison to monodentate ligands. 
Hydroxycarboxylic acids are particularity interesting in this aspect as they o er two hydroxyl groups of markedly di erent acidity as potential bonding partners. Upon varying the substitution pattern on the hydrocarbon backbone, the acidity of the respective hydroxyl groups can be ne-tuned over a wide range and they may serve as probes for establishing the rules in which pKa range coordination to various central atoms of variable Lewis acidity can be observed. At the beginning of a comprehensive study about a series of homo-and heteroleptic coordination compounds derived from simple α-hydroxycarboxylic acids, the title compound was chosen as a starting point. The crystal structures of benzilic acid [1] and 2-cyclopentyl-2-hydroxy-2-phenylacetic acid [2] are apparent in the literature. In addition, the crystal structures of several other simple aliphatic α-hydroxycarboxylic acids have been published by one of us earlier [3] [4] [5] [6] [7] . The title compound is a derivative of lactic acid bearing a phenyl group on the asymmetric carbon atom. The C-O bond lengths in the carboxylic acid group with 1.214(2) Å and 1.312(2) Å are shorter than the corresponding bond length in the alcoholic group that was determined to be 1.420(2) Å. In comparison to other α-hydroxycarboxylic acids whose metrical parameters have been deposited with the Cambridge Structural Database [8] , these values are in good agreement with the most common lengths observed. A molecule of water is located on a two-fold axis. In the crystal, classical hydrogen bonds involving all hydroxyl groups as donors and all oxygen atoms but the one of the hydroxyl group of the carboxylic acid moiety as acceptors. As is observed for many other carboxylic acids, the hydrogen bonds established by this functional group give rise to the formation of centrosymmetric dimers. The alcoholic hydroxyl group as well as the water molecule engage in the formation of cooperative squareshaped eight-membered rings. In terms of graph-set analysis [9, 10] , the descriptor for these contacts is DDDR In total, the entities of the title compound are connected to double layers perpendicular to the crystallographic a axis with the hydrophobic parts forming the outer surfaces. The shortest intercentroid distance in between two centers of gravity was measured at 5.1763(13) Å.
